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 (yourhost)$ ssh 9:2ø@gen.isc.tohoku.ac.jp   
  The authenticity of host 'gen.isc.tohoku.ac.jp (xx.xx.xx.xx)' can't be  
   established. 
  RSA key fingerprint is fd:c2:9a:11:xx:xx:xx:xx:xx:xx:xx:xx:xx:cd:53:9f. 
  Are you sure you want to continue connecting (yes/no)? yes &'
  Warning: Permanently added 'gen.isc.tohoku.ac.jp,xx.xx.xx.xx' (RSA) to 
   the list of known hosts. 
9:2ø@gen.isc.tohoku.ac.jp's password: DB3C &,
  Last login: Mon Apr  1 09:26:11 2012 from gen.isc.tohoku.ac.jp 























































































 (yourhost) $ ssh –X 9:2ø@gen.isc.tohoku.ac.jp &'
 9:2ø@gen.isc.tohoku.ac.jp's password: DB3C
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   \]mn^=hNohp  H1I
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 [gen00 ~]$ sxf90 source.f   ·L¯ ASLÃ>ËHÆ»
 [gen00 ~]$ sxf90 -Pauto source.f BC¯ ASLÃ>ËHÆ»















 [gen00 ~]$ f95 source.f
¸CTC++}¹'ÁÂ¶TÝçéæmºùopªTf95 º ASL6Kç6m>»l¼
[gen00 ~]$ cc -c source.c  













              ±&'4±%¯±Øï1%)ï'&¯,4±çå±Ø±¯5>± 

yFEFGG|
          ±&'4±%¯±Øï1%)ï'&¯,4±çå±î±¯5>± 


¼1%()³¯5>   °aW¢ÛÜ ¼6Ý
      J¤¥ÕCjU¦aWÝK<=É§¨È©ªj©ª«OK
º1%()³¯5>   °aW¢ÛÜ º6Ý
      J¬­' Ç®z«qÛÈ®K
½1%()³¯5>   °aW¢ÛÜ ½6Ý
      J¬­' Ç®z«o¯È®|°¬­	 Ç®zJo¯ÈK±|°¬­	 Ç®zJo¯ÈKK
¿1%()³¯5>   °aW¢ÛÜ ¿6Ý
      JLCp²U¦tj:³Ï´K6xK
1%()³¯5>   °aW¢ÛÜ6Ý
      Jµ6Ç®ztj:yjµ6yj¶6½ ·ì¸¹È:jyj¶6È
      º»¼½BehNF¾yK
1%()³¯5>   °aW¢ÛÜ6Ý
      J¿À¾yÁyC×ÂÃ!Ç®zjÄÅj)ÆÉÇùK
91%()³¯5>   °}^¢ ØØ9:jÖÞ
      JÑÈ6ÉaÊ}^ËÌAÍA6Î6xÏ^ ÐFDhXpÆÍA  
       ÑUËwx º»ÒÓ6xK
ó1%()³¯5>   °JK{|¢Û
      JaWÝK<=¬­	 Ç®zJqÛÈK©ªj©ª«O¬­	 Ç®zJo¯ÈK































































































































































yz{|efgha   JA=?8YA=;<A

\]mn^=òê   JHZIH[
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      %' ¼    ¼   
      %ó ó    ¼ºó   
    %¼ ¼    º   



























[gen00 ~]$ cat e2_01.com ²±ahic³´n$µ
 %NProc=16    ²MN
 %Mem=16Gb    ²¬`­  
 # RHF/6-31G(d) Pop=Full Test 
 Formaldehyde Single Point 
 0 1 
 C   0.   0.   0. 
 O   0.  1.22  0. 
 H  .94  -.54  0. 
 H -.94  -.54  0. 












 Job cpu time:  0 days  0 hours  0 minutes 30.7 seconds. 
 File lengths (MBytes):  RWF=   11 Int=    0 D2E=    0 Chk=    8 Scr=    1 
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è¯'¤,>,4,)2,
    $%&''(%)»è)Ú(),%)&%Ú0//¯°±±²²²³ñ%&''(%)³2´1±
    $%&''(%) efgha`Ërù]^=YHO = "# $%&P8
   'bËrù]^=(CPYHO = ) *+$, 
   'b6r_iHOC_F(CPYHO = ø-I.$, 










































0 S8D:;5<:=>?>@6:A<:B7  WA655;AD nop¾¿

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LMNO¬³2´1­²BîC
   º³ NFeÆLMNO ñ,)³('2³/´0´µ&³%2³¶¯r\
   ½³ñ,)³('2³/´0´µ&³%2³¶¯fgNF     
   ¿³'&wñ»EF`$wxÝ
   ³LMNOr\$%&''(,² b

   RÆîNFLMNOJ³20µKcd$%&''(%) jMC`Fp`FEF >´4120µ`$:zÃJ³>20µK
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 [gen00 ~]$ run_marc -jid job_name -v n 































    ¶´w)%1,³´&/  JwxK
    ¶´w)%1,³Ú´ñ  JwxfgK
    ¶´w)%1,³/¼  JîBLMNOK
    ¶´w)%1,³'/'  JB`CIBOîCLMNOK
    ¶´w)%1,³w%/20,44Ú´ñ J²hCfgK

wxÏjíA`<djg¨LMNO:Ó











 [gen00 ~]$ tail job_name.out 
*********************************************************** 
MSC.Marc Exit number 3004













      ½»»¿ IT
        ¼½ Q~CI~CI²hCÍPÓk
º»»¿ \cUÂõodkcûc\üpB
±IApB	<








,)/%/º»¼º bcÊ$ r:stjîÚ%''(2 $ c 1,)/%/³2Ú%''(2 6EFbÐ9
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
 yourhost$ ssh -X  DEòÎ@gen.isc.tohoku.ac.jp
   : 
 [gen00 ~]$ mentat _ GUI¯c





IoXYHC wx§o  ïu ÊZ  ïuwxINexy ïu Ý  ïu Ý«¼® 
    6v:bdÅÆRp²BwxÝ
JÅÆRp²Bc AYJ%42ü:dîÏ½dÉYXÕp ¼$K6EHC	ÓK






XNFXYHC  ðèØ   ïu   ¤   ïu   '&w1(/¼ 
    6v:bdÅÆRp²BwxÝ
































    1%42º»¼º5´24,Ú,%',³¯5> ° ¤,Ú,%',$&(5,«º»¼ºTê8®
    1%42º»¼º5´2&',4³¯5> ° ',4x'$&(5,«º»¼ºTê8®
    1%42º»¼º5´24,Ú,%',¶¯)³¯5> ° ppCBÖN«º»¼ºéWê8®
 
T-YHO  ±&'4±%¯±Øîº»¼»±1,)/%/º»¼»³º±5´2±
    ´Ú%³¯5>   ° ´Ú&1,=0,´4+%)5',4)>´41%/(´)
    ´Úw³¯5>   ° ´Ú&1,=íÚ,1,)/(w4%4+
    ´Ú2³¯5>   ° ´Ú&1,î=4´ñ4%1)¯&/
    ´Ú5³¯5>   ° ´Ú&1,ç=',4Ø&w4´&/(),'%)5Ø¯,2(%Ú¤´&/(),'
    ´Ú,³¯5>   ° ´Ú&1,í=ç,1´)'/4%/(´)4´wÚ,1'
 
y-JØî³%42º»»½8K  ±&'4±%¯±Øîº»¼»±1,)/%/º»¼»³º±5´2±¶%¯%),',±
    ´Ú%³¯5>  ° Û|`áMCNCËÌ
    ´Úw³¯5>         ° Û¹hNohp
    ´Ú2³¯5>         ° îÛefghaQ
    ´Ú5³¯5>         ° çÛMCNoOCRF`á¿zOCRF
    ´Ú,³¯5>         ° íÛ%Æà
    ),²>,%/&4,'³¯5>    ° Ê¢ÖN
    1%42&ñ³¯5>       ° MCNÖN
    1/0,Ú¯4,>³¯5>     ° ,)/%/º»»½{OepLMOFB






































%/0,1%/(2% c Ø/,¯0,)4´Ú>4%1 `<:kdefghiFgòêkyz{|_B`ab











$8j %/0,1%/(2% jcdJKEFGHCIÛÜÞ >´4²%45()ñj@AdL
FDBj@AÝ6h*$


























   WXFICW'9:zd¢£j*$
    B`FCoFOLha%/0,1%/(2%oÆ JéWê8K = ÆDF
    %/0,1%/(2% ÇÈ: = ð³4³gON$N²F`FB 
    %/0,1%/(2% efghiFgmÈ = ¤³XC7C$ÆDF
   %/0,1%/(2% = éW%/0,1%/(2%MCNCd$6ã¢Y]P8
   cqà$%/0,1%/(2% = mH$R­P8































































yourhost$ ssh -X  DEòÎ@gen.isc.tohoku.ac.jp
   :  












(yourhost)$ ssh  DEòÎ@gen.isc.tohoku.ac.jp
   :  
 [gen00 ~]$ matlab –nojvm –nosplash –nodesktop -nodisplay
< M A T L A B (R) > 
Copyright 1984-2012 The MathWorks, Inc. 
Version 7.14.0.739 (R2012a) 64-bit (glnxa64) 
February 9, 2012 
  To get started, type one of these: helpwin, helpdesk, or demo. 












[gen00 ~] cat job-m  iFtx"j
#PBS –q m32 
cd $PBS_O_WORKDIR 






[gen00 ~]$ qsub job-m

























   WXFICW'9:zd¢£j*$

    `|jaÊ =$6ã¢Y]P8
    `jklj_B`aSA =­C	$6ã¢Y]P8
   b¨à = m$
   cqà$Ü º8 =.	$R­P8
   ÉÊßFoÆÜ ½8 =	Ý$y_B`a
    ghLFÆBà =Q$ :¡
     9:jÞ =Q$N²FB 
   j¢ß: = ý£¤¥$¦7P8
   ÉÊQ§ = ¨©ª«$, 
   Q§±Ø(1&Ú()µ efghiFg = ¨©ª«$, 
   `¬põø{| = ­I®$îæP8

    %/Ú%w`ghL¯ = °­±	 JÌ² Øíî´Ú³½9´³¼Jº»»¿ï¼KK
   ý¢yj^=1ù¢LjaWb	QÇ = ³´ g

















































yourhost$ ssh -X  DEòÎ@gen.isc.tohoku.ac.jp
   : 


























5A5 -}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






    /,'/»¼³Ú'/ JÝK






    
WXFICW'9:zd¢£j*$

    ØØ`~CIwx¸Ü º8¹ = º»«	$Y]P8d
    ØØ`R6Îuv6x = F¼$6Y]P8d
    ØØ`Ï~CIjwx = ý½Ý¾$6Y]P8d
    ØØ`}^6x = ý¿ÀÁ$ìCa 
   ~CIwxjklj ØØ =Â-ÃÀ$ :¡
   :ØØoÄ}^ßFoÆ = N²F`FB 

    ØØ`}^6x =ÅÆ¤  JÌ² Øíî´Ú³½´³ºJº»»ºï9KK
ðñòó
	


